In the title compounds, C 10 H 8 N 2 O 2 , (I), and C 12 H 12 N 2 O 2 , (II), the two carbonyl groups are oriented with torsion angles of À149.3 (3) and À88. 55 (15) , respectively. The single-bond distances linking the two carbonyl groups are 1.528 (4) and 1.5298 (17) Å , respectively. In (I), the molecules are linked by an elaborate system of N-HÁ Á ÁO hydrogen bonds, which form adjacent R 2 2 (8) and R 4 2 (8) ring motifs to generate a ladder-like construct. Adjacent ladders are further linked by N-HÁ Á ÁO hydrogen bonds to build a three-dimensional network. The hydrogen bonding in (II) is far simpler, consisting of helical chains of N-HÁ Á ÁO-linked molecules that follow the 2 1 screw of the b axis. It is the presence of an elaborate hydrogen-bonding system in the crystal structure of (I) that leads to the different torsion angle for the orientation of the two adjacent carbonyl groups from that in (II).
Comment
The title compounds, 2-(1H-indol-3-yl)-2-oxoacetamide, (I), and 2-(1H-indol-3-yl)-N,N-dimethyl-2-oxoacetamide, (II), are synthetic intermediates in the preparation of tryptamine and N,N-dimethyltryptamine, and are prepared by treating indole with oxalyl chloride followed by quenching with aqueous ammonia or dimethylamine, respectively. The products were characterized by spectroscopic analysis and their X-ray crystal structure determinations were carried out to ascertain the conformations of these molecules, especially the orientations of the carbonyl groups, as 1,2-diones have been shown to be potent inhibitors of carboxylesterases (Hyatt et al., 2007) . The inhibitory properties of ethane-1,2-diones toward carboxylesterases are such that, when the carbonyl O atoms are ciscoplanar, the compounds demonstrate specificity for human liver carboxylesterase. Conversely, when the dione O atoms are not planar (or are trans-coplanar), the compounds are more potent at human intestinal carboxylesterase inhibition (Hyatt et al., 2007) . Thus, the title compounds and their analogues were screened for their inhibition of human carboxylesterases and it was planned to determine their conformations to compare with the observation reported for ethane-1,2-diones.
X-ray crystallography confirmed the molecular structures and atom connectivities of (I) and (II) (Figs. 1 and 3) , and selected geometric parameters are listed in Tables 1 and 3 . The two carbonyl groups are in a trans orientation, with torsion angles O1-C9-C10-O2 = À149.3 (3) in (I) and À88. 55 (15) in (II). The deviation from 180 may be due to repulsive interactions between nonbonded electron pairs on atoms O1 and O2. However, in (I) the extensive hydrogen bonding introduces rigidity into the molecule. Since in both compounds the C9 O1 groups are coplanar with the indole nucleus, there is extended conjugation from atom O1 through to the indole ring. This is evident from the shortening of the C8-C9 bonds [1.421 (4) Å in (I) and 1.4380 (17) Å in (II)] bonds compared with the standard value for a single bond connecting a C ar atom to a Csp 2 atom [1.470 (15) Å ; Allen et al., 1987] . Possibly due to repulsive interactions between nonbonded electron pairs, the C9-C10 bonds are stretched, resulting in bond lengths of 1.528 (4) and 1.5298 (17) Å in (I) and (II), respectively. These are longer than expected, the characteristic value for a Csp 2 -Csp 2 bond being 1.50 Å (Zukerman-Schpector et al., 1994) . The C10-N2 bond lengths [1.323 (4) Å in (I) and 1.3287 (16) Å in (II)], and the bond angles around the N2 atoms, suggest that the lone pairs of electrons on N2 undergo delocalization, bestowing doublebond character on the C10-N2 bonds.
The packing of compounds (I) and (II), as viewed down the c and b axes, are illustrated in Figs. 2 and 4 , respectively.
Amides undergo extensive hydrogen bonding, but in (I), in addition to primary amide functionality, there is a hydrogenbond-accepting carbonyl group and a variable glyoxylamide torsion angle. In (I), molecules are linked by an elaborate system of N-HÁ Á ÁO hydrogen bonds (entries 1 and 2 in Table 2 ) form adjacent R 2 2 (8) and R 4 2 (8) ring motifs (Bernstein et al., 1995) to generate a ladder-like construct. Adjacent ladders are further linked by additional N-HÁ Á ÁO hydrogen bonds (entry 3 in Table 2 ) to build a three-dimensional network. The hydrogen bonding in (II) is far simpler, consisting of helical chains of N-HÁ Á ÁO-linked molecules that follow the 2 1 screw of the b axis (Table 4) .
Experimental
The title compounds were prepared according to a previously reported procedure (Da Settimo et al., 1996) . Recrystallization from ethyl acetate afforded (I) and (II) as pale-yellow and colourless crystalline products which were suitable for X-ray analysis. 112.41, 121.10, 122.32, 123.22, 125.98, 136.11, 138.10, 165.80, 182.72 36.81, 112.52, 112.83, 120.71, 122.38, 123.38, 124.75, 136.73, 136.83, 167.11, 186.44 .
Compound (I)
Crystal data A view of the molecule of (II), showing the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Supplementary data for this paper are available from the IUCr electronic archives (Reference: YP3017). Services for accessing these data are described at the back of the journal. Table 1 Selected geometric parameters (Å , ) for (I).
Table 2 Hydrogen-bond geometry (Å , ) for (I). Symmetry codes: Hydrogen-bond geometry (Å , ) for (II). [SADABS (Bruker, 2006) and XABS2 (Parkin et al., 1995) ] Extinction correction: SHELXL97 (Sheldrick, 2008) Symmetry codes: (i) x−1, −y+3/2, z+1/2; (ii) −x+1, −y+1, −z+1; (iii) x+1, y, z.
(II) 2-(1H-indol-3-yl)-N,N-dimethyl-2-oxoacetamide
Crystal data Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
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